SUPPLEMENTARY MATERIALS

Figurel

Schematic diagram of the organization of domains and modules in NRPS and modular PKS. The
minimal core modulein case of NRPS consists of adenylation (A) domain, condensation (C) domain and
thiolation or peptidyl carrier protein (T or PCP) domain. The optiona modifying domains in NRPS
modules are epimerization (E) domains for stereoisomerization of monomers and methyltransferase (M)
domains responsible for N-methylation of the peptide backbone. An acyltransferase (AT) domain, an
acyl carrier protein (ACP) and a ketoacyl synthase (KS) domain constitute the core domains of PKS
modules. In case of PKS, the optional modifying domains are ketoreductase (KR), methyl transferase (O-
MT), dehydratase (DH) and enoyl reductase (ER).

Figure2

Screen shot from CHSDB depicting the chemical structure of the starter, extender and final product for
acridone synthase. It also shows interfaces for extracting FASTA sequence, identifying putative active
site residues and comparing the 32 active site residues of acridone synthase with those of other CHS

proteins.
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Tablel.

Summary of domain identification in the test set. Results for NRPS domains are given in Table 1a, while
1b lists the results for PKS domains. For each domain type, the table lists the total number of such
domains present in all the clusters included in the test set, number of domains detected by NRPS-PKS
and the list of domains missed or over predicted by NRPS-PKS. For A and AT domains, table also gives
the number of such domains for which correct specificity is predicted by NRPS-PKS. The names of the
clusters included in the test set and results given by NRPS-PKS for each one of them are available at
http://www.nii.res.in/nrps-pks/benchmark.html .

a
Domain | Literature | SEARCHNRPS Missed Over Pred Specificity
2
enniamod 1,
C 108 106 vibri mod 2 0
Exact 52
A 90 90 0 0 Similar 16
5:
CImHO mod 1,
myxot mod 1, 4, 9
T 110 105 peder mod 1 0
2
anabamod 5
M 6 4 barba mod 6 0
TE 15 15 0 0
b
Domain Total SEARCHPKS M i ssed Over Pred Specificity
1:
KS 70 69 leinamod 4 0
AT 56 56 0 0 52
4: 2.
leinamod 4 leinamod 6
DH 38 36 mupir mod 1, 2, 3 ansam mod 7
ER 17 17 0 0
2
ansam LD
KR 59 61 0 gedalLD
6:
ansam mod 5,7
leinamod 8
ACP 79 85 0 mupir mod 2, 5
1:
TE 4 3 monensin TE 11 0




